Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.022; wR factor = 0.061; data-to-parameter ratio = 16.0. organic compounds o922 Nadeem et al.
The title molecule, C 12 H 6 Cl 2 N 2 , is almost planar (the r.m.s. deviation of C atoms is 0.04 Å ). The C-N and C-C distances indicate delocalization of the -electrons in the aromatic fused-ring system.
Related literature
For the synthesis, see: Yamada et al. (1990) . The compound is used for the synthesis of other phenanthroline-like heterocycles; see: Hamilton et al. (2004) ; Ohira et al. (2005) ; Zong & Thummel (2004 Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2009 ). Experimental A mixture of 6,7-dihydro-3H-[1,4]diazepino[1,2,3,4-lmn][1,10]phenanthroline-3,9(5H)-dione (1.7 g, 6.7 mmol) and phosphorus pentachloride (3 g, 14.4 mmol) was reacted in thionyl chloride (20 ml, 170 mmol) for 16 h at room temperature.
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The thionyl chloride was removed under reduced pressure and the residue was suspended in cold ammonium hydroxide.
A light-tan precipitate was formed which was dissolved in hot benzene; crystals were obtained upon recrystallization from benzene (1.1 g 65%)
Refinement
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